The title hydrate, C 17 H 28 O 2 ÁH 2 O, was synthesized in order to determine the relative configuration of the tetracyclic framework. The fused 5,6,7-tricarbocyclic core exhibits an entire cisannulation, featuring a 1,4-cis-relation of the angular methyl groups in the six-membered ring. The oxa bridge of the epoxycycloheptane moiety is oriented towards the concave face of the boat-shaped molecule, whereas the angular methyl groups are directed towards the convex face. The asymmetric unit of the crystal contains two nearly identical formula units, which are related via a pseudo-centre of symmetry. The structure could be solved in the space groups I4 and I4 1 /a. The refinement in the acentric space group, however, gave significantly better results and these are used in this paper. O-HÁ Á ÁO hydrogen bonds are observed between the organic molecules, between the organic molecules and the water molecules, and between the water molecules, forming a chain along the c-axis direction.
Related literature
For the total synthesis of jatrophane diterpenoids, see : Schnabel & amp; ; Schnabel et al. (2011) . Table 1 Hydrogen-bond geometry (Å , ). µmol, 1 eq) in methanol (6.8 ml, 125 ml/mmol) was added at 273 K. The cooling bath was removed and stirring was continued for 2 h at room temperature. Next, the tube was sealed with a Teflon screw cap and placed in a pre-heated oil bath (333 K). After being stirred for 17 h at 333 K, the reaction mixture was cooled to ambient temperature and diluted with saturated aqueous NH 4 Cl solution, water and dichloromethane. The resulting mixture was vigorously stirred for 15 min at room temperature. The phases were separated and the aqueous layer was extracted with CH 2 Cl 2 (3x). The combined organic phases were dried (MgSO 4 ) and the product was loaded directly onto silica gel. After removal of the volatiles under reduced pressure, purification by flash chromatography (cyclohexane/ethyl acetate 10/1 to 1/1) delivered rac- (3aR,4S,5aR,6S,\ 9R,10aS,10bR)-3a,5a,9-trimethyltetradecahydro-\ 6,9-epoxycyclohepta[e] 
S3. Refinement
H-atoms attached to C, except those of CH 3 , were placed at calculated positions (C-H = 0.99 -1.00 Å and U iso (H) = 1.2 U eq (C)), while those attached to O were taken from a difference map and isotropically refined with constraints (DFIX 0.84 0.01 H O). All CH 3 hydrogen atoms, which were taken from a Fourier map (AFIX 137), were allowed to rotate but not to tip (C-H = 0.98 Å and U iso (H) = 1.5 U eq (C)). The structure could be solved in the space groups I-4 and I4 1 /a. The refinement in the acentric space group gave significantly better results and these are used in this paper. Refinement in I4 1 /a was unstable, gave ADPs with several cigar-shaped ellipsoids and worse values for R1, wR2 and S. As in the absence of significant anomalous scattering effects the Flack parameter is essentially meaningless, Friedel pairs were merged.
Figure 1
The molecular structure of the title compound with anisotropic displacement ellipsoids drawn at the 50% probability level.
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